QSPR prediction of flash point of esters by means of GFA and ANFIS.
A quantitative structure property relationship (QSPR) study was performed to develop a model for prediction of flash point of esters based on a diverse set of 95 components. The most five important descriptors were selected from a set of 1124 descriptors to build the QSPR model by means of a genetic function approximation (GFA). For considering the nonlinear behavior of these molecular descriptors, adaptive neuro-fuzzy inference system (ANFIS) method was used. The ANFIS and GFA squared correlation coefficient for testing set was 0.969 and 0.965, respectively. The results obtained showed the ability of developed GFA and ANFIS for prediction of flash point of esters.